













27 December 1996 











CHEMICAL 
PHYSICS 
LETTERS 





ELSEVIER Chemical Physics Letters 263 (1996) 822-833 





Author index to volume 263 


Abboud, J.L.M., see Notario, R. 

Adamo, C., V. Dillet and V. Barone, Solvent effects on the conformational behavior of 
model peptides. A comparison between different continuum models 

Akiyama, K., see Sekiguchi, S. 

Akiyama, T., see Imahori, H. 

Albrecht, A.C., see Stimson, M.J. 

Alexandrov, A.L. and V.A. Schweigert, A kinetic model of carbon cluster growth including 
polycyclic rings and fullerene formation 

Anderson, A., W. Smith and J.F. Wheeldon, Infrared study of sulphur at high pressures 

Aoki, M., see Imahori, H. 

Aquilanti, V., see de Castro Vitores, M. 

Ashfold, M.N.R., J. Pearson, J.W. Hudgens and R.D. Johnson III, Resonance enhanced 
multiphoton ionisation of the SiF radical: a reinvestigation 

Assfeld, X. and J.-L. Rivail, Quantum chemical computations on parts of large molecules: 
the ab initio local self consistent field method 


Bach, R.D., see Hass, K.C. 

Baddeley, C.J., see Lomas, J.R. 

Balasubramanian, K., see Dai, D. 

Barone, V., see Adamo, C. 

BelBruno, J.J., Ab initio calculations of the ring-opened and ring-closed isomers of 
C,H,O*: the need for high level electron correlation techniques 

Bent, S.F., see Kong, M.J. 

Bezrukov, O.F., see Veracini, C.A. 

Bieniek, R.J. and S.J. Lipson, Semiquantal modeling of thermal vibrational relaxation of 
diatomic molecules 

Biswas, R., B. Nath and C. Sinha, Triple differential cross sections for electron impact 
ionisation of alkali like ion Mg* 

Bizzarri, A.R., C. Rocchi and S. Cannistraro, Origin of the anomalous diffusion observed 
by MD simulation at the protein—water interface 

Bobbio, T.B., see Jorge, F.E. 

Boissoles, J., see Khalil, B. 

Booth, J.P., see Cunge, G. 

Bopp, M.A., A.J. Meixner, G. Tarrach, I. Zschokke-Granacher and L. Novotny, Direct 
imaging single molecule diffusion in a solid polymer host 

Bozio, R., see Mulloni, V. 

Bradley, D.D.C., see Lidzey, D.G. 

Branca, M., see Rustici, M. 








263 (1996) 367 


263 (1996) 113 
263 (1996) 161 
263 (1996) 545 
263 (1996) 185 


263 (1996) 551 
263 (1996) 133 
263 (1996) 545 
263 (1996) 456 


263 (1996) 138 


263 (1996) 100 


263 (1996) 414 
263 (1996) 591 
263 (1996) 703 
263 (1996) 113 


263 (1996) 84 
263 (1996) 1 
263 (1996) 228 


263 (1996) 276 
263 (1996) 495 


263 (1996) 559 
263 (1996) 775 
263 (1996) 811 
263 (1996) 645 


263 (1996) 721 
263 (1996) 331 
263 (1996) 655 
263 (1996) 429 








Author index to volume 263 


Brivio, G.P., M.L. Rossi and T.B. Grimley, Results for dissociative sticking from a 
parametrization of an exactly solvable model 

Burshtein, A.I. and P.A. Frantsuzov, Photogeneration of ions and radicals in non-polar 
solutions 


Cai, R., see Zhao, L. 

Calfas, R.S. and D.E. Weeks, A new application of absorbing boundary conditions for 
computing collinear quantum reactive scattering matrix elements 

Candori, R., see de Castro Vitores, M. 

Cannistraro, S., see Bizzarri, A.R. 

Capitelli, M., D. Giordano, C. Gorse and S. Longo, Effects of non-Boltzmann vibrational 
distributions on electron—molecule and bimolecular reaction rates 

Capitelli, M., see Dyatko, N.A. 

Caravati, C., see Rustici, M. 

Carlos del Valle, J., M. Kasha and J. Catalan, Chemical physics of excitation dynamics via 
amplified spontaneous emission (ASE) laser spike spectroscopy in substituted phenylox- 
azoles 

Castano, O., see Notario, R. 

Catalan, J., see Carlos del Valle, J. 

Celiberto, R., see Dyatko, N.A. 

Chang, T.-M. and L.X. Dang, Transfer of CH, across the H,O-—CCI, liquid—liquid 
interface with polarizable potential models 

Chaquin, P., see Moulin, V. 

Chen, Y., see Zhao, L. 

Cheng, C.-F., W. Zhou and J. Klinowski, Directing the pore dimensions in the mesoporous 
molecular sieve MCM-41 

Choi, C.H. and M. Kertesz, A new partition of the atomic polar tensor: the benzene 
molecule 

Christiansen, O., H. Koch, P. Jorgensen and T. Helgaker, Integral direct calculation of CC2 
excitation energies: singlet excited states of benzene 

Chudoba, C., E. Riedle, M. Pfeiffer and T. Elsaesser, Vibrational coherence in ultrafast 
excited state proton transfer 

Ciofalo, M. and G. La Manna, Ab initio conformational study of 2,2’:S’,2”-terthiophene 

Cisse, O., see Khalil, B. 

Clary, D.C., see Sorenson, J.M. 

Conzalez Urefia, A., see de Castro Vitores, M. 

Corcelli, S.A. and J.D. Doll, A Bayesian approach to short-time quantum dynamics: 
quantum instantaneous normal modes 

Cui, Q. and K. Morokuma, Ab initio MO studies on the photodissociation of the methoxy 
family CX,Y (X = H, F; Y =O, S) from the A’A, state 

Cui, Q., K. Morokuma and J.F. Stanton, Ab initio MO studies on the photodissociation of 
C,H, from the S, ('A,,) state. Non-adiabatic effects and S—T interaction 

Cunge, G., J.P. Booth and J. Derouard, Absolute concentration measurements by pulsed 
laser-induced fluorescence in low-pressure gases: allowing for saturation effects 


Dai, D. and K. Balasubramanian, Electronic states of Rh, 
Dang, L.X., see Chang, T.-M. 
Da Silva, A.B.F., see Jorge, F.E. 


263 (1996) 597 


263 (1996) 513 


263 (1996) 235 


263 (1996) 292 
263 (1996) 456 
263 (1996) 559 


263 (1996) 635 
263 (1996) 305 
263 (1996) 429 


263 (1996) 154 
263 (1996) 367 
263 (1996) 154 
263 (1996) 305 


263 (1996) 39 
263 (1996) 423 
263 (1996) 235 
263 (1996) 247 
263 (1996) 697 
263 (1996) 530 
263 (1996) 622 
263 (1996) 73 
263 (1996) 811 
263 (1996) 680 
263 (1996) 456 
263 (1996) 671 
263 (1996) 54 
263 (1996) 46 


263 (1996) 645 


263 (1996) 703 
263 (1996) 39 
263 (1996) 775 















Author index to volume 263 





824 


Davidovich, R.L., see Gabuda, S.P. 

De Castro Vitores, M., R. Candori, F. Pirani, V. Aquilanti, M. Garay and A. 
Conzdlez Urefia, Determination of D$(Ca...HBr) from full and half collision studies. 
Van der Waals and charge transfer contributions to the formation of Ca...Hx (X = 
Cl, Br) complexes 

Del Buono, G.S., F.E. Figueirido and R.M. Levy, Dielectric response of solvent surround- 
ing an ion pair: Ewald potential versus spherical truncation 

Derouard, J., see Cunge, G. 

Deshpande, A.V. and E.B. Namdas, Efficient lasing action of Rhodamine 6G in Nafion 
membranes 

De Weerd, F., see Moszynski, R. 

Dillet, V., see Adamo, C. 

DiNardo, N.J., see Plank, R.V. 

Dinse, K.-P., see Ribsam, M. 

Doll, J.D., see Corcelli, S.A. 

Drouin, B.J., see Sickafoose, S.M. 

Drukker, N., see Saam, B. 

Dyatko, N.A., M. Capitelli, R. Celiberto and A.P. Napartovich, Attachment rate constants 
in decaying air plasmas: the role of second kind collisions from electronically excited 
states 





Eichelsdérfer, M. and V. Engel, Short-time wave-packet dynamics and the reflection 
principle of continuum resonance Raman scattering 

Ellinger, Y., see Talbi, D. 

Elsaesser, T., see Chudoba, C. 

Engel, V., see Eichelsdérfer, M. 

Ernsting, N.P., see Mihlpfordt, A. 

Ernzerhof, M., Construction of the adiabatic connection 

Estévez, C.M., see Hass, K.C. 

Even, U., see MihIpfordt, A. 


Faeder, J., see Maslen, P.E. 

Faegri, K., see Saue, T. 

Fang, J.-Y., One step time propagation method for systems with time-dependent Hamiltoni- 
ans 

Figueirido, F.E., see Del Buono, G.S. 

Fischer, S.F., see Zharikov, A.A. 

Fisher, T.A., see Lidzey, D.G. 

Fogarasi, G., see Szalay, P.G. 

Frantsuzov, P.A., see Burshtein, A.I. 

Froese, R.D.J. and K. Morokuma, The IMOMO and IMOMM methods for excited states. A 
study of the adiabatic S, —~ T,, excitation energies of cyclic alkenes and enones 

Fukumi, T., see Kamada, K. 


Gabuda, S.P., S.G. Kozlova and R.L. Davidovich, Novel-type chemical bonding in TIF due 
to 6s* inert pair activation 

Garashchuk, S. and D.J. Tannor, Calculation of autocorrelation functions using the Wigner 

representation of quantum mechanics 


263 (1996) 253 


263 (1996) 456 


263 (1996) 521 
263 (1996) 645 


263 (1996) 449 
263 (1996) 107 
263 (1996) 113 
263 (1996) 33 
263 (1996) 540 
263 (1996) 671 
263 (1996) 191 
263 (1996) 481 


263 (1996) 305 





263 (1996) 640 
263 (1996) 385 
263 (1996) 622 
263 (1996) 640 
263 (1996) 178 
263 (1996) 499 
263 (1996) 414 
263 (1996) 178 


263 (1996) 63 
263 (1996) 360 


263 (1996) 759 
263 (1996) 521 
263 (1996) 749 
263 (1996) 655 
263 (1996) 91 
263 (1996) 513 


263 (1996) 393 
263 (1996) 215 
263 (1996) 253 


263 (1996) 324 











Author index to volume 263 


Garay, M., see de Castro Vitores, M. 

Gast, P., see Spoyalov, A.P. 

Geissler, M., see Grummt, U.-W. 

Gerhards, M., see Schumm, S. 

Gier, H., see Schumm, S. 

Giordano, D., see Capitelli, M. 

Gonzfalez, L., O. M6 and M. YA4fiez, High-level ab initio calculations on the 1,2-di- 
thioglyoxal /1,2-dithiete isomerism 

Goodman, D.W., see Xu, C. 

Gorse, C., see Capitelli, M. 

Gregory, J.K., see Sorenson, J.M. 

Griffiths, P.T., see Simpson, C.J.S.M. 

Grimley, T.B., see Brivio, G.P. 

Groenenboom, G.C., see Moszynski, R. 

Gropen, O., see Saue, T. 

Gross, A. and M. Scheffler, Scattering of hydrogen molecules from a reactive surface: 
strong off-specular and rotationally inelastic diffraction 

Grosswasser, D., see Rosenblum, G. 

Gruber, D., see Li, X. 

Grummt, U.-W., M. Geissler and Th. Schmitz-Huebsch, Chemical deposition of silver 
nanoclusters on self-assembled organic monolayers. A strategy to contact individual 
molecules 


Hagiwara, K., see Imahori, H. 

Hall, G.E., see North, S.W. 

Hamm, P., M. Zurek, T. R6schinger, H. Patzelt, D. Oesterhelt and W. Zinth, Femtosecond 
spectroscopy of the photoisomerisation of the protonated Schiff base of all-trans retinal 

Han, Y.-K., see Jeong, H.Y. 

Happer, W., see Saam, B. 

Harada, K., see Ishiguro, M. 

Hass, K.C., W.F. Schneider, C.M. Estévez and R.D. Bach, Density functional theory 
description of excited-state intramolecular proton transfer 

Helgaker, T., see Christiansen, O. 

Hess, W.P., see Rowland, B. 

Heydtmann, H., see Jager, M. 

Hildenbrand, D.L. and K.H. Lau, Dissociation energy of the molecule GeCl 

Hirose, T., see Uchimaru, T. 

Hoatson, G.L., see Vold, R.L. 

Hoff, A.J., see Spoyalov, A.P. 

Holtz, M., see Sengupta, A. 

Huang, F.Q., see Tang, A.C. 

Huang, Z., see Zhao, L. 

Hudgens, J.W., see Ashfold, M.N.R. 

Hulsebosch, R.J., see Spoyalov, A.P. 


Ibuki, T. and K. Okada, Photoabsorption and fluorescence excitation spectra of CF,;CN in 
the region of 6-41 eV 
Ichimura, T., see Suzuki, T. 


825 


263 (1996) 456 
263 (1996) 715 
263 (1996) 581 
263 (1996) 126 
263 (1996) 126 
263 (1996) 635 


263 (1996) 407 
263 (1996) 13 
263 (1996) 635 
263 (1996) 680 
263 (1996) 19 
263 (1996) 597 
263 (1996) 107 
263 (1996) 360 


263 (1996) 567 
263 (1996) 441 
263 (1996) 463 


263 (1996) 581 


263 (1996) 545 
263 (1996) 148 


263 (1996) 613 
263 (1996) 345 
263 (1996) 481 
263 (1996) 629 


263 (1996) 414 
263 (1996) 530 
263 (1996) 574 
263 (1996) 817 
263 (1996) 145 
263 (1996) 691 
263 (1996) 271 
263 (1996) 715 
263 (1996) 25 
263 (1996) 733 
263 (1996) 235 
263 (1996) 138 
263 (1996) 715 


263 (1996) 173 
263 (1996) 197 

















826 Author index to volume 263 





Ikeda, N., see Islam, A. 

Ilangovan, U. and P. Raghunathan, EPR lineshapes and dynamics of TEMPOL solubilized 
in the aqueous microphase of lecithin/cyclohexane / water reverse micelles 

Imahori, H., K. Hagiwara, T. Akiyama, M. Aoki, S. Taniguchi, T. Okada, M. Shirakawa 
and Y. Sakata, The small reorganization energy of C,, in electron transfer 

Imajo, T., see Ishiguro, M. 

Inokuchi, Y., see Ohashi, K. 

Ishiguro, M., T. Imajo, K. Harada, M. Matsubara, K. Tanaka and T. Tanaka, New 
discharge modulation technique for detection of transient species produced in pulsed 
supersonic jet by color center laser spectroscopy 

Ishikawa, Y., see Koc, K. 

Islam, A., N. Ikeda, K. Nozaki and T. Ohno, Role of higher excited states in radiative and 
nonradiative processes of coordination compounds of Ru(II) and Rh(III) in crystal 

Ito, M., see Song, M.-B. 


Jager, M., H. Heydtmann and C. Zetzsch, Vacuum ultraviolet spectrum and quantum yield 
of the 193 nm photolysis of phosgene 

Jakob, P., Identification of a surface reaction product by detection of a vibrational 
combination band 

Janke, W. and T. Sauer, Multigrid method versus staging algorithm 

Jeong, H.Y. and Y.-K. Han, Comment on ‘*‘A computational study of the structures of van 
der Waals and hydrogen-bonded complexes of ethene and ethyne”’ 

Jiang, Y., The interaction between two charged plates in electrolyte solutions 

Johnson III, R.D., see Ashfold, M.N.R. 

Jorge, F.E., T.B. Bobbio and A.B.F. da Silva, Adapted Gaussian basis sets for the 
relativistic closed-shell atoms from helium to barium generated with the generator 
coordinate Dirac—Fock method 

Jergensen, P., see Christiansen, O. 

Jungkamp, T.P.W. and J.H. Seinfeld, The mechanism of methoxy radical oxidation: 

hydrogen abstraction versus trioxy radical formation 


Kagawa, T., see Koc, K. 

Kamada, K., M. Ueda, T. Sakaguchi, K. Ohta and T. Fukumi, Femtosecond optical Kerr 
study of heavy atom effects on the third-order optical nonlinearity of thiophene 
homologues: purely electronic contribution 

Kang, H.C., Reply to Comment on ‘‘A computational study of the structures of van der 
Waals and hydrogen-bonded complexes of ethene and ethyne’’ 

Kanno, H., see Ohnishi, A. 

Kasha, M., see Carlos del Valle, J. 

Kertesz, M., see Choi, C.H. 

Khalil, B., O. Cisse, G. Moreau, F. Thibault, R. Le Doucen and J. Boissoles, Line mixing 
and line broadening in CO, bands perturbed by helium at 193 K 

Khidekel, V. and S. Mukamel, High-order echoes in vibrational spectroscopy of liquids 
(Chem. Phys. Letters 240 (1995) 304) 

Kim, Y.-K., see Koc, K. 

Kirtman, B. and H. Sekino, Local quantum chemistry. Incorporation of pseudospectral 
methodology into the local space approximation 

Kleinermanns, K., see Schumm, S. 





263 (1996) 209 
263 (1996) 223 
263 (1996) 545 


263 (1996) 629 
263 (1996) 167 


263 (1996) 629 
263 (1996) 338 


263 (1996) 209 
263 (1996) 585 





263 (1996) 817 


263 (1996) 607 
263 (1996) 488 


263 (1996) 345 


263 (1996) 317 
263 (1996) 138 


263 (1996) 775 
263 (1996) 530 


263 (1996) 371 


263 (1996) 338 


263 (1996) 215 


263 (1996) 348 
263 (1996) 259 
263 (1996) 154 
263 (1996) 697 


263 (1996) 811 


263 (1996) 350 
263 (1996) 338 


263 (1996) 313 
263 (1996) 126 























Author index to volume 263 


Klinowski, J., see Cheng, C.-F. 

Knor, Z., see Mingo, N. 

Koc, K., Y. Ishikawa, T. Kagawa and Y.-K. Kim, Relativistic modification of asymptotic 
configuration interaction in the carbon isoelectronic sequence 

Koch, H., see Christiansen, O. 

Kong, M.J., S.S. Lee, J. Lyubovitsky and S.F. Bent, Infrared spectroscopy of methyl 
groups on silicon 

Koput, J., The equilibrium structure and spectroscopic constants of HCP — an ab initio 
study 

Kozlova, S.G., see Gabuda, S.P. 

Krempl, S., Properties of the path-class expansion in the continuous limit 

Kukolich, S.G., see Sickafoose, S.M. 

Kumar, G.R., see Sevian, A. 

Kummrow, A., see Lau, A. 

Kusaba, M., see Suzuki, T. 





La Manna, G., see Ciofalo, M. 

Lambert, R.M., see Lomas, J.R. 

Lau, A., M. Pfeiffer and A. Kummrow, Subpicosecond two-dimensional Raman spec- 
troscopy applying broadband nanosecond laser radiation 

Lau, K.H., see Hildenbrand, D.L. 

Le Doucen, R., see Khalil, B. 

Lee, S.S., see Kong, M.J. 

Lee, T.-S., see York, D.M. 

Lequeux, F., see Menon, S.V.G. 

Levy, R.M., see Del Buono, G.S. 

Li, Q. and L. Luo, A study of the growth rates and growth habits of ice crystals in a 
solution of antifreeze (glyco)proteins 

Li, X., P. Pircher, D. Gruber and L. Windholz, The Lig X*%*—> 2°I1,,, transition: 
excitation spectrum and rotational analysis of the v” = 0O—v’ = 1 band 

Li, Y., see Zhao, L. 

Lichanot, A., see Rérat, M. 

Lidzey, D.G., M.A. Pate, D.M. Whittaker, D.D.C. Bradley, M.S. Weaver, T.A. Fisher and 
M.S. Skolnick, Control of photoluminescence emission from a conjugated polymer using 
an optimised microcavity structure 

Liedl, K.R., see Remko, M. 

Lipson, S.J., see Bieniek, R.J. 

Lomas, J.R., C.J. Baddeley, M.S. Tikhov and R.M. Lambert, On the orientation of benzene 
adsorbed on Cu{110} 

Longo, S., see Capitelli, M. 

Luo, L., see Li, Q. 

Lyubovitsky, J., see Kong, M.J. 


Manohar, C., see Menon, S.V.G. 

Mao, H.-F., see Tian, H.-J. 

Marchettini, N., see Rustici, M. 

Marijnissen, A. and J.J. ter Meulen, Determination of the adiabatic ionization potentials of 
Si, and SiCl by photoionization efficiency spectroscopy 





827 


263 (1996) 247 
263 (1996) 8 


263 (1996) 338 
263 (1996) 530 


263 (1996) 1 


263 (1996) 401 
263 (1996) 253 
263 (1996) 283 
263 (1996) 191 
263 (1996) 241 
263 (1996) 435 
263 (1996) 197 


263 (1996) 73 
263 (1996) 591 


263 (1996) 435 
263 (1996) 145 
263 (1996) 811 
263 (1996) 1 
263 (1996) 297 
263 (1996) 727 
263 (1996) 521 


263 (1996) 651 


263 (1996) 463 
263 (1996) 235 
263 (1996) 767 


263 (1996) 655 
263 (1996) 379 
263 (1996) 276 


263 (1996) 591 
263 (1996) 635 
263 (1996) 651 
263 (1996) 1 


263 (1996) 727 
263 (1996) 471 
263 (1996) 429 


263 (1996) 803 


























828 Author index to volume 263 





Maslen, P.E., J. Faeder and R. Parson, Ab initio calculations of the ground and excited 
states of I, and ICI]~™ 

Matsubara, M., see Ishiguro, M. 

Matsuzaki, Y., M. Nakano, K. Yamaguchi, K. Tanaka and T. Yamabe, Third-order optical 
nonlinearity in new t-conjugated polymers: polydiethynylsilane and polysilole 

Meissner, L., A posteriori corrections to the configuration interaction method with singles 
and doubles 

Meixner, A.J., see Bopp, M.A. 

Menon, S.V.G., C. Manohar and F. Lequeux, Vesicle to micelle transitions induced by 
Coulomb correlations in two dimensions 

Merzel, F., Direct orbital-free calculations using DFT and one-electron Green’s functions: 
applications to atoms 

Mile, B., P.D. Sillman and A.R. Yacob, The first ENDOR spectrum of naked metal 
clusters: ’Li,, °Li’Li, and ’Li,(H,O), in an adamantane matrix 

Mingo, N. and Z. Knor, Trigonal images of transition metal atoms adsorbed on transition 
metal FCC (111) surfaces and their availability for scanning tunneling microscopy 

Mishra, S.P., D. Tiwary and M.C.R. Symons, Modes of electron loss from tripheny] 
phosphonium bromide: an unusual structural switch 

Mittal, J.P., see Mohan, H. 

M6, O., see Gonzalez, L. 

Mohan, H. and J.P. Mittal, Hydroxyl radical induced reactions with 1-bromo-2-fluorobe- 
nzene in aqueous solutions: formation of radical cations 

Moreau, G., see Khalil, B. 

Morokuma, K., see Cui, Q. 

Morokuma, K., see Cui, Q. 

Morokuma, K., see Froese, R.D.J. 

Moszynski, R., F. de Weerd, G.C. Groenenboom and A. van der Avoird, He—HF scattering 
cross sections from an ab initio SAPT potential: confrontation with experiment 

Moulin, V., A. Schriver, L. Schriver-Mazzuoli and P. Chaquin, Infrared spectrum of 
2,2,2-trichloroethanol isolated in gas matrices. Ab initio optimization of conformers and 
potential energy calculations 

Miuhlpfordt, A., U. Even and N.P. Ernsting, Zero-kinetic-energy photoelectron spec- 
troscopy and excited-state intramolecular proton transfer in a ‘double’ benzoxazole 

Mukamel, S., see Khidekel, V. 

Mulloni, V., D. Pedron and R. Bozio, Effects of the mixing of charge transfer and 
molecular excitations on the resonance Raman properties of symmetric radical dimers 

Minster, A.F., see Stdssei, R. 


Nakano, M., see Matsuzaki, Y. 

Nakashima, K., see Tokeshi, M. 

Nakashima, N., see Suzuki, T. 

Namdas, E.B., see Deshpande, A.V. 

Napartovich, A.P., see Dyatko, N.A. 

Nath, B., see Biswas, R. 

Nemes, L., see Szalay, P.G. 

Nishi, N., see Ohashi, K. 

Nomura, Y., see Ohkita, H. 

North, S.W. and G.E. Hall, The radical photodissociation channel of acrylonitrile 








263 (1996) 63 
263 (1996) 629 


263 (1996) 119 


263 (1996) 351 
263 (1996) 721 


263 (1996) 727 
263 (1996) 507 
263 (1996) 710 
263 (1996) 8 


263 (1996) 476 
263 (1996) 263 
263 (1996) 407 


263 (1996) 263 
263 (1996) 811 
263 (1996) 46 
263 (1996) 54 
263 (1996) 393 


263 (1996) 107 


263 (1996) 423 


263 (1996) 178 
263 (1996) 350 


263 (1996) 331 
263 (1996) 789 


263 (1996) 119 
263 (1996) 783 
263 (1996) 197 
263 (1996) 449 
263 (1996) 305 
263 (1996) 495 
263 (1996) 91 
263 (1996) 167 
263 (1996) 602 
263 (1996) 148 


Author index to volume 263 


Notario, R., O. Castafio and J.L.M. Abboud, Regarding the gas-phase acidity of CF,OH 
Novotny, L., see Bopp, M.A. 
Nozaki, K., see Islam, A. 


Oesterhelt, D., see Hamm, P. 

Ogawa, T., see Tokeshi, M. 

Ohashi, K., Y. Inokuchi and N. Nishi, Pump—probe photodepletion spectroscopy of 
(C,H,)3 . Identification of spectrum in the charge resonance band region 

Ohkita, H., Y. Nomura, A. Tsuchida and M. Yamamoto, Direct observation of the 
carbazole hole trap in polymer solid films by the charge-resonance band 

Ohnishi, A. and H. Kanno, Peculiar glass transition temperature rise with decreasing salt 
concentration in aqueous butyltripropylammonium chloride solution 

Ohno, T., see Islam, A. 

Ohta, K., see Kamada, K. 

Okada, K., see Ibuki, T. 

Okada, T., see Imahori, H. 


Parson, R., see Maslen, P.E. 

Pate, M.A., see Lidzey, D.G. 

Patzelt, H., see Hamm, P. 

Pearson, J., see Ashfold, M.N.R. 

Pedron, D., see Mulloni, V. 

Pettersson, J.B.C., see Svanberg, M. 

Peyerimhoff, S.D., see Sumathi, R. 

Pfeiffer, M., see Chudoba, C. 

Pfeiffer, M., see Lau, A. 

Pirani, F., see de Castro Vitores, M. 

Pircher, P., see Li, X. 

Plank, R.V., Y. Wei, N.J. DiNardo and J.M. Vohs, Characterization of highly conducting, 
ultra-thin polyaniline films produced by evaporative deposition 


Quitevis, E.L., see Sengupta, A. 


Raghunathan, P., see Ilangovan, U. 

Ravikanth, M., see Sevian, A. 

Remko, M., K.R. Lied] and B.M. Rode, Gas-phase acidities of HM(=X)XH (M = C, Si; 
X =O, S) acids calculated by ab initio molecular orbital methods at the G2 level of 
theory 

Rérat, M. and A. Lichanot, Compton profiles of the isoelectronic BeO and BN molecules: 
an ab initio study 

Riedle, E., see Chudoba, C. 

Rivail, J.-L., see Assfeld, X. 

Rocchi, C., see Bizzarri, A.R. 

Rode, B.M., see Remko, M. 

Roéschinger, T., see Hamm, P. 

Rosenblum, G., D. Grosswasser, F. Schael, M.B. Rubin and S. Speiser, Electronic energy 
transfer in supersonic jet expanded naphthalene—(CH, ),—anthracene bichromophoric 
molecules 

Rossi, M.L., see Brivio, G.P. 


829 


263 (1996) 367 
263 (1996) 721 
263 (1996) 209 


263 (1996) 613 
263 (1996) 783 


263 (1996) 167 
263 (1996) 602 


263 (1996) 259 
263 (1996) 209 
263 (1996) 215 
263 (1996) 173 
263 (1996) 545 


263 (1996) 63 
263 (1996) 655 
263 (1996) 613 
263 (1996) 138 
263 (1996) 331 
263 (1996) 661 
263 (1996) 742 
263 (1996) 622 
263 (1996) 435 
263 (1996) 456 
263 (1996) 463 


263 (1996) 33 
263 (1996) 25 


263 (1996) 223 
263 (1996) 241 


263 (1996) 379 


263 (1996) 767 
263 (1996) 622 
263 (1996) 100 
263 (1996) 559 
263 (1996) 379 
263 (1996) 613 


263 (1996) 441 
263 (1996) 597 


















Author index to volume 263 





830 


Roth, W., see Schumm, S. 

Rowland, B. and W.P. Hess, The ultraviolet photochemistry of condensed-phase acetyl 
chloride 

Rubin, M.B., see Rosenblum, G. 

Riibsam, M., P. Schweitzer and K.-P. Dinse, Nuclear quadrupole interaction in Sc@C,, 

Rustici, M., M. Branca, C. Caravati and N. Marchettini, Evidence of a chaotic transient in a 

closed unstirred cerium catalyzed Belousov—Zhabotinsky system 


Saam, B., N. Drukker and W. Happer, Edge enhancement observed with hyperpolarized 
He 

Sadilek, M. and F. Tureéek, Laser photolysis of ND; and trimethylamine formed by 
collisional neutralization of their cations in the gas phase 

Sakaguchi, T., see Kamada, K. 

Sakata, Y., see Imahori, H. 

Saue, T., K. Faegri and O. Gropen, Relativistic effects on the bonding of heavy and 
superheavy hydrogen halides 

Sauer, T., see Janke, W. 

Schael, F., see Rosenblum, G. 

Scheffler, M., see Gross, A. 

Schmidt, R. and M. Schiitz, Determination of reaction volumes and reaction enthalpies by 
photoacoustic calorimetry 

Schmitz-Huebsch, Th., see Grummt, U.-W. 

Schneider, W.F., see Hass, K.C. 

Schriver, A., see Moulin, V. 

Schriver-Mazzuoli, L., see Moulin, V. 

Schumm, S., M. Gerhards, W. Roth, H. Gier and K. Kleinermanns, A CASSCF study of 
the S, and S, states of phenol 

Schiitz, M., see Schmidt, R. 

Schweigert, V.A., see Alexandrov, A.L. 

Schweitzer, P., see Riibsam, M. 

Seinfeld, J.H., see Jungkamp, T.P.W. 

Sekiguchi, S., K. Akiyama and S. Tero-Kubota, Positive exchange interaction in the radical 
ion pair of benzophenone anion and 1,4-diazabicyclo[2,2,2]octane cation radicals studied 
by FT-EPR spectroscopy 

Sekino, H., see Kirtman, B. 

Sengupta, A., M. Holtz and E.L. Quitevis, Temperature-dependent resonance Raman study 
of iodine-doped poly(vinyl alcohol) films 

Sevian, A., M. Ravikanth and G.R. Kumar, Optical limiting in short chain basket handle 
porphyrins 

Shirakawa, M., see Imahori, H. 

Shochat, S., see Spoyalov, A.P. 

Si, J.-H., see Tian, H.-J. 

Sickafoose, S.M., P. Wikrent, B.J. Drouin and S.G. Kukolich, Microwave spectra and 
quadrupole coupling measurements for methyl rhenium trioxide 

Sillman, P.D., see Mile, B. 

Simpson, C.J.S.M., P.T. Griffiths, H.L. Wallaart and M. Towrie, Photodissociation of alkyl 

nitrites adsorbed on an MgF, surface. Rotational and translational energy distributions 

of product NO(v, J) molecules 


263 (1996) 126 
263 (1996) 574 
263 (1996) 441 
263 (1996) 540 


263 (1996) 429 







263 (1996) 481 


263 (1996) 203 
263 (1996) 215 
263 (1996) 545 


263 (1996) 360 
263 (1996) 488 
263 (1996) 441 
263 (1996) 567 


263 (1996) 795 
263 (1996) 581 
263 (1996) 414 
263 (1996) 423 
263 (1996) 423 


263 (1996) 126 
263 (1996) 795 
263 (1996) 551 
263 (1996) 540 
263 (1996) 371 


263 (1996) 161 
263 (1996) 313 
263 (1996) 25 
263 (1996) 241 
263 (1996) 545 
263 (1996) 715 
263 (1996) 471 
263 (1996) 191 
263 (1996) 710 


263 (1996) 19 








Author index to volume 263 


Sinha, C., see Biswas, R. 

Skolnick, M.S., see Lidzey, D.G. 

Smith, W., see Anderson, A. 

Song, M.-B., K. Yoshimi and M. Ito, STM observations of bridge-bonded CO on Pt(111) 
and asymmetric on-top CO on Pt(100) 

Sorenson, J.M., J.K. Gregory and D.C. Clary, Diffusion Monte Carlo studies of isotope- 
substituted water trimers 

Speiser, S., see Rosenblum, G. 

Spoyalov, A.P., R.J. Hulsebosch, S. Shochat, P. Gast and A.J. Hoff, Evidence that Ala 
M260 is hydrogen-bonded to the reduced primary acceptor quinone Q, in reaction 
centers of Rb. sphaeroides 

Stanton, J.F., see Cui, Q. 

Stavrev, K.K. and M.C. Zerner, Theoretical study of the Jahn-Teller effect on the 
spectroscopy of VCI, 

Stec, W.J., see Uchimaru, T. 

Stimson, M.J., D.J. Ulness and A.C. Albrecht, Frequency and time resolved coherent 
Stokes Raman scattering in CS, using incoherent light 

Stéssel, R. and A.F. Minster, Experimental coupling of chemical oscillators by an excitable 
medium 

Struts, A.V., see Veracini, C.A. 

Sumathi, R. and S.D. Peyerimhoff, A quantum statistical analysis of the rate constant for 
the HO, + NH, reaction 

Suzuki, T., T. Ichimura, M. Kusaba and N. Nakashima, Reaction dynamics of hot 
naphthalene molecules in the gas phase with ArF laser excitation 


Svanberg, M. and J.B.C. Pettersson, Survival of noble gas clusters scattering from hot 
metal surfaces 

Symons, M.C.R., see Mishra, S.P. 

Szalay, P.G., G. Fogarasi and L. Nemes, Quantum chemical coupled cluster study of the 
structure and spectra of the ground and first excited states of the keteny] radical 


Taira, K., see Uchimaru, T. 

Talbi, D. and Y. Ellinger, Isomerization versus hydrogen exchange reaction in the 
HNC = HCN conversion 

Tanabe, K., see Uchimaru, T. 

Tanaka, K., see Ishiguro, M. 

Tanaka, K., see Matsuzaki, Y. 

Tanaka, T., see Ishiguro, M. 

Tang, A.C. and F.Q. Huang, Electronic structures of octahedral fullerenes 

Taniguchi, S., see Imahori, H. 

Tanimura, Y., see Tomita, N. 

Tannor, D.J., see Garashchuk, S. 

Tarrach, G., see Bopp, M.A. 

Ten-no, S., see Tomita, N. 

Ter Meulen, J.J., see Marijnissen, A. 

Tero-Kubota, S., see Sekiguchi, S. 

Thibault, F., see Khalil, B. 

Tian, H.-J., H.-F. Mao, Q.-F. Zhou, H.-J. Xu, J.-H. Si, Y. Wang, Q. Yang and P.-X. Ye, 
Photoinduced electron transfer and dynamic behavior of charge-separated state nonlinear 
optical process in a self-assembled porphyrin supramolecular system 


831 


263 (1996) 495 
263 (1996) 655 
263 (1996) 133 


263 (1996) 585 


263 (1996) 680 
263 (1996) 441 


263 (1996) 715 
263 (1996) 46 


263 (1996) 667 
263 (1996) 691 


263 (1996) 185 


263 (1996) 789 
263 (1996) 228 


263 (1996) 742 
263 (1996) 197 


263 (1996) 661 
263 (1996) 476 


263 (1996) 91 
263 (1996) 691 


263 (1996) 385 
263 (1996) 691 
263 (1996) 629 
263 (1996) 119 
263 (1996) 629 
263 (1996) 733 
263 (1996) 545 
263 (1996) 687 
263 (1996) 324 
263 (1996) 721 
263 (1996) 687 
263 (1996) 803 
263 (1996) 161 
263 (1996) 811 


263 (1996) 471 














832 Author index to volume 263 


Tikhov, M.S., see Lomas, J.R. 

Tiwary, D., see Mishra, S.P. 

Tokeshi, M., K. Nakashima and T. Ogawa, Direct collisional scattering of the excited 
hydrogen atom: Doppler profile analysis in fast Ar* ion collisions with acetylene and 
ethylene 

Tomita, N., S. Ten-no and Y. Tanimura, Ab initio molecular orbital calculations by the 
resonating Hartree—Fock approach: superposition of non-orthogonal Slater determinants 

Towrie, M., see Simpson, C.J.S.M. 

Tse, T.Y., see Vold, R.L. 

Tsuchida, A., see Ohkita, H. 

Tsuzuki, S., see Uchimaru, T. 

Tureéek, F., see Sadflek, M. 


Uchimaru, T., W.J. Stec, S. Tsuzuki, T. Hirose, K. Tanabe and K. Taira, Ab initio 
investigation on nucleophilic ring opening of 1,3,2-oxathiaphospholane: nucleophilic 
substitution at phosphorus coupled with pseudorotation 

Ueda, M., see Kamada, K. 

Ulness, D.J., see Stimson, M.J. 


Van der Avoird, A., see Moszynski, R. 

Veracini, C.A., A.V. Struts and O.F. Bezrukov, The study of water diffusion in the lamellar 
phase of water—ammonium perfluorononanoate mixture 

Vohs, J.M., see Plank, R.V. 

Vold, R.L., G.L. Hoatson and T.Y. Tse, Effects of slow motion on deuteron relaxation time 
anisotropy 


Wallaart, H.L., see Simpson, C.J.S.M. 

Wang, Y., see Tian, H.-J. 

Weaver, M.S., see Lidzey, D.G. 

Weeks, D.E., see Calfas, R.S. 

Wei, Y., see Plank, R.V. 

Wheeldon, J.F., see Anderson, A. 

Whittaker, D.M., see Lidzey, D.G. 

Wikrent, P., see Sickafoose, S.M. 

Windholz, L., see Li, X. 

Wulfov, A.L., Approximate full configuration interaction calculations of total energies, 
harmonic vibrational frequencies and equilibrium bond distances on F,, BF, C,, CN* 
and NO* molecules in a DZ + P basis set 


Xu, C. and D.W. Goodman, Morphology and local electronic structure of metal particles on 
metal oxide surfaces: a scanning tunneling microscopic and scanning tunneling spectro- 
scopic study 

Xu, H.-J., see Tian, H.-J. 


Yacob, A.R., see Mile, B. 
Yamabe, T., see Matsuzaki, Y. 
Yamaguchi, K., see Matsuzaki, Y. 
Yamamoto, M., see Ohkita, H. 
Yafiez, M., see Gonzalez, L. 








263 (1996) 591 
263 (1996) 476 


263 (1996) 783 


263 (1996) 687 
263 (1996) 19 
263 (1996) 271 
263 (1996) 602 
263 (1996) 691 
263 (1996) 203 





263 (1996) 691 
263 (1996) 215 
263 (1996) 185 


263 (1996) 107 


263 (1996) 228 
263 (1996) 33 


263 (1996) 271 


263 (1996) 19 
263 (1996) 471 
263 (1996) 655 
263 (1996) 292 
263 (1996) 33 
263 (1996) 133 
263 (1996) 655 
263 (1996) 191 
263 (1996) 463 


263 (1996) 79 


263 (1996) 13 
263 (1996) 471 


263 (1996) 710 
263 (1996) 119 
263 (1996) 119 
263 (1996) 602 
263 (1996) 407 








Author index to volume 263 


Yang, Q., see Tian, H.-J. 

Yang, W., see York, D.M. 

Ye, P.-X., see Tian, H.-J. 

York, D.M., T.-S. Lee and W. Yang, Parameterization and efficient implementation of a 
solvent model for linear-scaling semiempirical quantum mechanical calculations of 
biological macromolecules 

Yoshimi, K., see Song, M.-B. 


Zermer, M.C., see Stavrev, K.K. 

Zetzsch, C., see Jager, M. 

Zhang, J., see Zhao, L. 

Zhang, R., see Zhao, L. 

Zhao, L., J. Zhang, R. Zhang, Y. Li, Y. Chen, R. Cai and Z. Huang, Clustering dynamics 
of fullerenes in C,./C 7 9-chemically modified poly(N-vinylcarbazole) 

Zharikov, A.A. and S.F. Fischer, Scaling law for the non-exponential ligand rebinding of 
CO in myoglobin 

Zhou, Q.-F., see Tian, H.-J. 

Zhou, W., see Cheng, C.-F. 

Zinth, W., see Hamm, P. 

Zschokke-Granacher, I., see Bopp, M.A. 

Zurek, M., see Hamm, P. 


833 


263 (1996) 471 
263 (1996) 297 
263 (1996) 471 


263 (1996) 297 
263 (1996) 585 


263 (1996) 667 
263 (1996) 817 
263 (1996) 235 
263 (1996) 235 


263 (1996) 235 


263 (1996) 749 
263 (1996) 471 
263 (1996) 247 
263 (1996) 613 
263 (1996) 721 
263 (1996) 613 





